Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.110; data-to-parameter ratio = 14.5.
The title compound, C 19 H 17 ClN 4 , was obtained from the reaction of 3-chloro-5,6-diphenyl-1,2,4-triazine with isobutyronitrile in the presence of lithium diisopropylamide as an unexpected product of covalent addition of isobutyronitrile carbanion to the C-5 atom of the 1,2,4-triazine ring. The 2,5dihydro-1,2,4-triazine ring is essentially planar (r.m.s. deviation = 0.0059 Å ) and the 5-and 6-phenyl substituents are inclined to its mean plane with dihedral angles of 89.97 (4) and 55.52 (5) , respectively. Intramolecular C-HÁ Á ÁN interactions occur. In the crystal, molecules related by a c-glide plane are linked into zigzag chains along [001] by N-HÁ Á ÁN hydrogen bonds.
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Compounds containing a chiral oxazoline ring have become the most useful ligand classes for asymmetric catalysis (Hargaden & Guiry, 2009) . During our research course on synthesis and application of chiral auxiliaries, synthesis of ligands composed of chiral oxazoline linked with 1,2,4-triazine ring by carbon atom was undertaken. The two step synthetic strategy considered (a) nucleophilic substitution of chlorine atom in 3-chloro-5,6-diphenyl-1,2,4-triazine with isobutyronitrile and (b) formation of oxazoline ring by condensation of the nitrile group with chiral amino alcohol in the presence of ZnCl 2 (Coeffard et al., 2009; Fujisawa et al., 1995) . In the reaction of 3-chloro-5,6-diphenyl-1,2,4-triazine with isobutyronitrile in the presence of lithium diisopropylamide (LDA) the desired product of chlorine substitution was not formed. Instead of that the title 3-chloro-5-[(1-cyano-1-methyl)ethyl]-5,6-diphenyl-2,5-dihydro-1,2,4-triazine was isolated from the reaction mixture. This unexpected product is a result of covalent addition of isobutyronitrile carbanione to C-5 carbon atom of 1,2,4-triazine ring bearing phenyl substituent. The availability of highly electron-deficient 1,2,4triazine ring to undergo covalent addition of carbanions at the unsubstituted C-5 carbon is well known (Konno et al., 1987; Rykowski et al., 2000) . The result mentioned above is the first example of reaction in which the addition of carbon nucleophlie at C-5, bearing bulky phenyl group, is fully counterbalanced by the high π-electron deficiency of the 1,2,4triazine ring.
The X-ray analysis of (I) undertook in order to confirm its molecular structure and to identification of the proper N2-H/N4-H tautomeric form revealed that this compound exists as N2-H tautomer in the crystalline state. The 2,5-dihydro-1,2,4-triazine ring disubstituted at 5 position is planar to within 0.0089 (13) Å and its geometry is very similar to that observed in related structure of 3-methylthio-2-methyl-5,6-diphenyl-2,5-dihydro-1,2,4-triazine (Ayato et al., 1981) .
The 5-and 6-phenyl substituents of the 1,2,4-triazine ring are inclined to its mean plane with the dihedral angle of 89.97 (4) and 55.52 (5)°, respectively. The torsion angles N4-C5-C7-C8 = 177.18 (11)°, N4-C5-C7-C71 = -65.69 (14)° and N4-C5-C7-C72 = 55.01 (14)° show that the nitrile and methyl groups of the isopropylcarbonitrile susbstituent adopt the trans, gauche and gauche conformation, respectively, in respect to 1,2,4-triazine ring. In the crystal structure, Fig. 2 , the molecules related by a c glide plane are linked into chains along the [001] direction by N2-H2···N9 intermolecular hydrogen bond (Table 1) .
Experimental
An oven dried three-necked flask equipped with thermometer was washed with argon and charged with diisopropylamine (0.33 ml, 2.38 mmol) and THF (2 ml). The solution was cooled to -68 °C and butyllithium (1 ml, 2.5 mmol, 1 M solution in hexanes) was added trough the septum. The mixture was stirred for 0.5 h. Than, isobutyronitrile (155 mg, 2.25 mmol) was added. After 0.5 h while the carbanione was generated a solution of 3-chloro-5,6-diphenyl-1,2,4-triazine (200 mg, 0.75 mmol) in THF (2 ml) was added dropwise. The mixture was stirred at -68 °C for 1 h, and then wormed to room supplementary materials sup-2 Acta Cryst. (2012) . E68, o1938
temperature during 2 h. The reaction was quenched with sat. NH 4 Cl and extracted with ether. The organic layer was dried with MgSO 4 . The solvent was evaporated and the resulting crude product was purified by column chromatography using hexanes/ethyl acetate (5:1) as eluent. The main product was recrystalized from ethanol/water to give 3-chloro-5-[(1cyano-1-methyl)ethyl]-5,6-diphenyl-2,5-dihydro-1,2,4-triazine, (I), as a colourless crystals; yield: 135 mg, 54%.
Refinement
All H atom were located by difference Fourier synthesis. The coordinates of the N-bound H atom were refined. H atoms bonded to C were treated as riding on their parent atoms, with C-H distances of 0.93 (aromatic) and 0.96 Å (CH 3 ). All H atoms were assigned U iso (H) values of 1.5U eq (N,C). 6, 25.5, 39.0, 70.4, 124.0, 127.9, 128.5, 128.6, 128.7, 129.7, 130.0, 135.4, 140.7, 140.8, 147.5 ; HR MS ESI calculated for C 19 H 17 N 4 NaCl: 359.10340, found: 359.10469. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 0.0556 (9) 0.0645 (10) 0.0818 (11) 0.0150 (7) 0.0167 (8) 0.0069 (8) C72 0.0584 (8) 0.0620 (9) 0.0602 (9) −0.0148 (7) 0.0150 (7) −0.0023 (7) Geometric parameters (Å, º) (2) 
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